Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.039; wR factor = 0.110; data-to-parameter ratio = 13.2.
In the zwitterionic title compound (systematic name: 4-{[amino(inimio)methyl]amino}benzenesulfonate), C 7 H 9 N 3 -O 3 S, the dihedral angle between the plane of the guanidine grouping and the benzene ring system is 44.87 (7) . The crystal packing is stabilized by intermolecular N-HÁ Á ÁO hydrogen bonds involving all the potential donors.
Related literature
For the synthesis, see: Hofbens & Rath (1981) . For the effect of guanidine salts on protein structure and their inhibitory effect on various physiological activities, see: Miyake et al. (2008) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2004 ); cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. 
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Comment
Guanidine is known to interact strongly with various substances of biological origin in their molecules forming ionic pairs through ionic bonds and hydrogen bonding. Research on guanidine salts in the field of biochemistry have dealt mainly with their effect on protein structure and inhibitory effect on various physiological activities (Miyake et al., 2008) . The full molecule of the title compound, (I), (Fig. 1) , is a big hyperconjugation system because the bond lengths of N1-C7 (1.329 (3)Å), C7-N2 (1.313 (3)Å) and C7-N3 (1.327 (3)Å) are averaged, and the bond lengths of S1-O1 (1.4546 (15)Å), S1-O2
(1.4619 (15)Å) and S1-O3 (1.4457 (15)Å) are also averaged. Meanwhile, the bond lengths of C3-N1 (1.327 (3)Å) and C6-S1 (1.770 (2)Å) become shorter than standard values (C-N = 1.47-1.50Å and C-S = 1.82Å). In addition, in (I) C2-C3-N1-C7 form a torsion angle of 42.3 (3)° and C1-C6-S1-O1 form a torsion angle of -69.91 (18)°. The dihedral angle between the plane of the guanidine group and the benzene ring system is 44.87 (7)°, while the dihedral angle between the benzene ring and the adjacent S1O1O2 group is 84.76 (7)°. The crystal packing is stabilized by intermolecular N-H···O hydrogen bonds involving all the potential donors.
Experimental
The title compound was synthesized by 4-aminobenzenesulfonic acid (3.5 g, 0.02 mol), 50% amino nitrile (3.5 g, 0.04 mol) and 37% hydrochloric acid (3.4 ml) in the ethanol boil point temperature for 24 h with stirring (Hofbens & Rath, 1981) . The reaction mixture was reduced pressure distillation to obtain the rough solid, then dissolved in water. The solid residue was filtered and the filtrate was kept at room temperature. Colorless crystals of the title compound were obtained after a few days.
The crystal used for data collection was obtained by slow evaporation from a saturated water solution at room temperature.
Refinement
All of the H atoms were located in a difference synthesis and refined isotropically [aromatic C-H = 0.90 (2) Figures Fig. 1 . The molecular structure of (I), with atom labels and 40% probability displacement ellipsoids for non-H atoms.
4-{[amino(inimio)methyl]amino}benzenesulfonate
Crystal data Primary atom site location: structure-invariant direct methods Extinction correction: none Symmetry codes: (i) −x, y+1/2, −z+1/2; (ii) x+1/2, y, −z+1/2; (iii) −x+1/2, −y+1, z+1/2; (iv) x, −y+3/2, z+1/2.
Special details
